Recognition of the electrophilic and nucleophilic centers in molecules via the radical charge transfer Fukui function
The asymptotic form of the radical charge-transfer Fukui function is analyzed as possible reactivity criterion. It is shown that atoms-in-molecules (AIM) discretisation of this function can be used to classify atoms of a given molecule into electrophilic and nucleophilic centers. Pyridine and 2-aminopyridine are taken as an illustrative example. The obtained numerical results are in accord with experimentally observed trends towards electrophilic/nucleophilic substitution.